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Table S1 Crystallographic data and refinement details for the binuclear 
nickel(II) complex (2) 
Crystal data 
Chemical formula C47H42Cl3N6Ni2O2P2·2(CH4O)·Cl 
Mr 1108.11 
Crystal system, space group Triclinic, P–1 
Temperature (K) 294 
a, b, c (Å) 12.3956(5), 14.8378(6), 15.0593(6) 
α, β, γ (°) 87.926(3), 72.807(4), 71.367(4) 
V (Å3) 2502.11(19) 
Z 2 
Radiation type Mo Kα 
µ (mm−1) 1.08 
Crystal size (mm) 0.67 × 0.43 × 0.27 
Data collection 
Diffractometer Gemini S (Oxford Diffraction)  
Absorption correction Analytical  
Tmin, Tmax 0.668, 0.816 
No. of measured, independent and 
observed [I>2σ(I)] reflections 
22863, 11437, 9238 
Rint 0.025 
(sin θ/λ)max (Å−1) 0.683 
Refinement 
R[F2>2σ(F2)], wR(F2), S 0.038, 0.135, 1.12 
No. of reflections 11437 
No. of parameters 628 
No. of restraints 8 
Δρmax, Δρmin (e Å−3) 0.54, −0.53 
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1,4-Bis-{2-[2-(diphenylphosphino)benzylidene}]phthalazinylhydrazone (1) 
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Aqua--chloro-dichloro-{1,4-bis-{2-[2-(diphenylphosphino-
1P,2P)benzylidene]}phthalazinylhydrazone-12N,N’, 
22N,N’}dinickelate(II) (2) 
MCCM_Template_Vers 4   May 2014    
 9 
 
